Key indicators: single-crystal X-ray study; T = 120 K; mean (C-C) = 0.002 Å; R factor = 0.054; wR factor = 0.139; data-to-parameter ratio = 16.3.
Related literature
For general background to the biological activity of benzotriazole derivatives, see: Hirokawa et al. (1998); Yu et al. (2003) ; Kopanska et al. (2004) . For related structures, see: Caira et al. (2004) ; Katritzky et al. (2001) ; Ö zel Gü ven et al. (2008 , 2010 , 2011 Nanjunda Swamy et al. (2006) .
Experimental
Crystal data C 12 H 11 N 3 O 2 M r = 229.24 Monoclinic, P2 1 =c a = 11.3606 (4) Å b = 11.1034 (4) Å c = 8.7860 (2) Å = 96.938 (2) V = 1100.16 (6) Å 3 Z = 4 Mo K radiation = 0.10 mm À1 T = 120 K 0.50 Â 0.50 Â 0.20 mm
Data collection
Bruker-Nonius KappaCCD diffractometer Absorption correction: multi-scan (SADABS; Sheldrick, 2007) T min = 0.953, T max = 0.981 12372 measured reflections 2531 independent reflections 2166 reflections with I > 2(I) R int = 0.037 Refinement R[F 2 > 2(F 2 )] = 0.054 wR(F 2 ) = 0.139 S = 1.11 2531 reflections 155 parameters H-atom parameters constrained Á max = 0.58 e Å À3 Á min = À0.55 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). 
Comment
Azole compounds have important biological activities. Benzotriazol derivatives also exhibit a good degree of analgesic, anti-inflammatory, diuretic, antiviral and antihypertensive activities (Kopanska et al., 2004; Yu et al., 2003; Hirokawa et al., 1998) . Crystal structures of similar compounds like 1-phenyl-2-(1H-1,2,4-triazol-1-yl)ethanol (Özel Güven et al., 2008) , 2-(1H-benzotriazol-1-yl)-1-phenylethanol (Özel Güven et al., 2010) , 2-(1H-benzotriazol-1-yl)-3-(2,6-dichlorophenyl)-1phenylpropan-1-ol (Özel Güven et al., 2011 ), fluconazole (Caira et al., 2004 , and other benzotriazole ring possesing compounds (Katritzky et al., 2001; Nanjunda Swamy et al., 2006) have been reported before. Now, we report herein the crystal structure of the title alcohol, (I).
In the molecule of the title compound ( Fig. 1 ), the bond lengths and angles are generally within normal ranges. The planar benzotriazole ring [B (N1-N3/C7-C12)] is oriented with respect to the furan [A (O2/C2-C5)] ring at a dihedral angle of A/B = 24.05 (4)°. Atom C6 is 0.043 (2) Å away from the plane of the benzotriazole ring and atoms C1 and O1 are 0.010 (2) and 0.043 (1) Å away from the plane of the furan ring, respectively.
In the crystal, O-H···N hydrogen bonds (table 1) link the molecules into chains (Fig. 2 ). There also exist π···π contacts between the furan rings, between the triazole and benzene rings and between the benzene rings, Cg1-Cg1 i , Cg2-Cg3 ii and Cg3-Cg3 ii , may further stabilize the structure [centroid-centroid distances = 3.724 (1), 3.786 (1) and 3.8623 (9) Å; symmetry codes: (i) 1 -x, 1 -y, 1 -z; (ii) -x, 1 -y, 1 -z; Cg1, Cg2 and Cg3 are the centroids of the rings A (O2/C2-C5), C (N1-N3/C7/C12) and D (C7-C12), respectively].
Experimental
The title compound, (I), was synthesized by reduction of 2-(1H-benzotriazol-1-yl)-1-(furan-2-yl)ethanone with sodiumborohydrate. A mixture of 2-(1H-benzotriazol-1-yl)-1-(furan-2-yl)ethanone (1010 mg, 4.44 mmol) and sodium borohydrate (561 mg, 8.89 mmol) in ethanol (50 ml) was refluxed for 4 h. After evaporation of the solvent, the mixture was neutralized with dilute HCl, and then refluxed for 30 min. After the mixture was cooled, the solution was alkalinized with dilute NaOH and the resulting precipitate was filtered. The filtrate was extracted with chloroform, then the organic phase was dried and evaporated. The residue was crystallized from 2-propanol to obtain colorless crystals suitable for X-ray analysis (yield; 634 mg, 62%). Fig. 1 . The molecular structure of the title compound with the atom-numbering scheme. Displacement ellipsoids are drawn at the 50% probability level. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2sigma(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) (6) 0.0001 (5) 0.0030 (5) 0.0020 (5) N2 0.0224 (7) 0.0249 (7) 0.0272 (7) 0.0045 (5) 0.0023 (5) 0.0044 (5) N3 0.0231 (7) 0.0221 (7) 0.0293 (7) 0.0043 (5) 0.0038 (5) 0.0059 (6) C1 0.0204 (7) 0.0172 (7) 0.0203 (7) −0.0007 (6) 0.0028 (6) −0.0012 (5) C2 0.0168 (7) 0.0204 (7) 0.0213 (7) 0.0006 (6) (6) C6 0.0201 (7) 0.0221 (8) 0.0223 (7) −0.0039 (6) 0.0041 (6) −0.0025 (6) C7 0.0185 (7) 0.0178 (7) 0.0173 (7) −0.0002 (6) 0.0034 (5) −0.0017 (5) C8 0.0248 (8) 0.0178 (7) 0.0184 (7) 0.0020 (6) 0.0040 (6) 0.0030 (5) 
